STN Columbus ************** 



FILE 'HOME' ENTERED AT 13:49:43 ON 20 AUG 2007 

=> fil reg 

COST IN U.S. DOLLARS SINCE FILE TOTAL 

ENTRY SESSION 

FULL ESTIMATED COST 0.21 0.21 

FILE 'REGISTRY' ENTERED AT 13:50:01 ON 20 AUG 2007 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2007 American Chemical Society (ACS) 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem. 

STRUCTURE FILE UPDATES: 19 AUG 2007 HIGHEST RN 944998-48-5 
DICTIONARY FILE UPDATES: 19 AUG 2007 HIGHEST RN 944998-48-5 

New CAS Information Use Policies^ enter HELP USAGETERMS for details. 

TSCA INFORMATION NOW CURRENT THROUGH June 29, 2007 

Please note that search-term pricing does apply when 
conducting SmartSELECT searches . 

REGISTRY includes numerically searchable data for experimental and 
predicted properties as well as tags indicating availability of 
experimental property data in the original document. For information 
on property searching in REGISTRY, refer to: 

http ; / /www. cas ■ org/support/stngen/stndoc/properties . html 

=> 



Uploading C:\Program Files\Stnexp\Queries\10677116A. str 




chain nodes 



11 12 13 14 15 16 17 18 
ring nodes : 

1 2 3 4 5 6 7 8 9 10 19 20 21 22 23 24 . 25 26 27 28 29 30 
chain bonds : 

1-13 2-18 3-14 4-15 7-17 7-25 8-16 8-19 9-11 9-12 
ring bonds : 

1- 2 1-6 2-3 3-4 4-5 5-6 5-7 6-10 7-8 8-9 9-10 19-20 19-24 20-21 21-22 
22-23 23-24 25-26 25-30 26-27 27-28 28-29 29-30 

exact/norm bonds : 

2- 18 5-7 6-10 7-8 8-9 9-10 
exact bonds : 

1-13 3-14 4-15 7-17 7-25 8-16 8-19 9-11 9-12 
normalized bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 19-20 19-24 20-21 21-22 22-23 23-24 25-26 25- 
30 

26-27 27-28 28-29 29-30 
isolated ring systems : 
containing 19 : 25 : 

Match level : 

IrAtom 2: Atom 3: Atom 4: Atom 5: Atom 6: Atom 7: Atom 8: Atom 9: Atom 10: Atom 
11: CLASS 12: CLASS 13: CLASS 14: CLASS 15: CLASS 16: CLASS 17: CLASS 18: CLASS 
I 19: Atom 20: Atom 21: Atom 

I 22: Atom 23: Atom 24: Atom 25: Atom 26: Atom 27: Atom 28: Atom 29: Atom 30: Atom 

! 

, LI STRUCTURE UPLOADED 



LI HAS NO ANSWERS 
LI STR 




II 



Structure attributes must be viewed using STN Express query preparation. 



=> s sss sam 11 

SAMPLE SEARCH INITIATED 13:50:58 FILE 'REGISTRY' 
SAMPLE SCREEN SEARCH COMPLETED - 56 TO ITERATE 



100.0% PROCESSED 
SEARCH TIME: 00.00.01 

FULL FILE PROJECTIONS: 

PROJECTED ITERATIONS: 
PROJECTED ANSWERS: 



56 ITERATIONS 



ONLINE ** COMPLETE** 
BATCH ** COMPLETE** 

672 TO 1568 
33 TO 447 



12 ANSWERS 



L2 

=> d scan 



12 SEA SSS SAM LI 



L2 12 ANSWERS REGISTRY COPYRIGHT 2007 ACS on STN 

IN Pyrrolidine, 1- [2- [ 4- ( 3 , 4-dihydro-7-methoxy-2 , 2-dimethyl-3-phenyl-2H-l- 

benzopyran-4-yl-2-14C) phenoxy] ethyl] cis- ( 9CI ) 
MF C30 H35 N 03 

Relative stereochemistry. 



MeO, 



Me 




HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :5 



MeO, 



Me 




**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 



HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :0 



=> s sss full 11 

FULL SEARCH INITIATED 13:51:34 FILE 'REGISTRY' 
FULL SCREEN SEARCH COMPLETED - 1052 TO ITERATE 



100.0% PROCESSED 
SEARCH TIME: 00.00.01 



1052 ITERATIONS 



240 ANSWERS 



L3 



240 SEA SSS FUL LI 



=> save temp 13 sangl0677116/A 

ANSWER SET L3 HAS BEEN SAVED AS ' SANG10677116/A' 



=> fil caplu 

COST IN U.S. DOLLARS 



SINCE FILE 
ENTRY 
174.80 



TOTAL 
SESSION 
175.01 



FULL ESTIMATED COST 



FILE 'CAPLUS' ENTERED AT 13:54:00 ON 20 AUG 2007 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2007 AMERICAN CHEMICAL SOCIETY (ACS) 



Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
7\merican Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 

FILE COVERS 1907 - 20 Aug 2007 VOL 147 ISS 9 
FILE LAST UPDATED: 19 Aug 2007 (20070819/ED) 

Effective October 17, 2005, revised CAS Information Use Policies apply. 
They are available for your review at: 

http ; / / www . cas . org/ inf opolicy . html 



=> s 13 
L4 



284 L3 



=> e us 2003 



-677116/apps 



El 
E2 
E3 
E4 
E5 
E6 



5 US2003~677104/PRN 
1 US2003-677108/PRN 
1 ~> US2003-677116/AP 
1 US2003-677116/PRN 
1 US2003-677117/AP 
1 US2003-677117/PRN 



E7 
E8 
E9 
ElO 

Ell 
E12 



2 
1 
1 
1 
1 
1 



US2003-677120/AP 

US2003-677122/AP 

US2003-677126/AP 

US2003-677126/PRN 

US2003-677131/AP 

US2003-677132/AP 



=> s e3 
L5 



1 



US2003-677116/AP 



=> sel rn 15 
El THROUGH E93 



ASSIGNED 



=> fil stng 

COST IN U.S. DOLLARS 



SINCE FILE 
ENTRY 
6.32 



TOTAL 
SESSION 
181.33 



FULL ESTIMATED COST 



FILE 'STNGUIDE' ENTERED AT 13:59:13 ON 20 AUG 2007 
USE IS SUBJECT TO THE TERMS OF YOUR CUSTOMER AGREEMENT 
COPYRIGHT (C) 2007 AMERICAN CHEMICAL SOCIETY (ACS) 

FILE CONTAINS CURRENT INFORMATION. 

LAST RELOADED: Aug 17, 2007 (20070817/UP) . 

=> fil reg 

COST IN U.S. DOLLARS SINCE FILE TOTAL 



FILE 'REGISTRY' ENTERED AT 14:00:46 ON 20 AUG 2007 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2007 American Chemical Society (ACS) 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem. 

STRUCTURE FILE UPDATES: 19 AUG 2007 HIGHEST RN 944998-48-5 
DICTIONARY FILE UPDATES: 19 AUG 2007 HIGHEST RN 944998-48-5 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 

TSCA INFORMATION NOW CURRENT THROUGH June 29, 2007 

Please note that search-term pricing does apply when 
conducting SmartSELECT searches. 

REGISTRY includes numerically searchable data for experimental and 
predicted properties as well as tags indicating availability of 
experimental property data in the original document. For information 
on property searching in REGISTRY, refer to: 

http; / /www. cas.org/support/stngen/ stndoc/properties . html 

=> s el-e93 

1 106-89-8/BI 

(106-89-8/RN) 
1 109-73-9/BI 

(109-73-9/RN) 



FULL ESTIMATED COST 



ENTRY 
0.18 



SESSION 
181.51 



1 9063-38-1/BI 

(9063-38-1/RN) 

L6 93 (106-89-8/BI OR 109-73-9/BI OR 110-89-4/BI OR 119-36-8/BI OR 

123-75-'l/BI OR 14807-96-6/BI OR 151'21-3/BI OR 1592-23-0/BI OR 

=> d his 

(FILE 'HOME' ENTERED AT 13:49:43 ON 20 AUG 2007) 
FILE 'REGISTRY* ENTERED AT 13:50:01 ON 20 AUG 2007 



LI STRUCTURE UPLOADED 

L2 12 S SSS SAM LI 

L3 240 S SSS FULL LI 

SAVE TEMP L3 SANG10677116/A 



FILE 'CAPLUS* ENTERED AT 13:54:00 ON 20 AUG 2007 
284 S L3 

E US 2003-677116/APPS 
1 S E3 

SEL RN L5 

FILE 'STNGUIDE* ENTERED AT 13:59:13 ON 20 AUG 2007 

FILE 'REGISTRY* ENTERED AT 14:00:46 ON 20 AUG 2007 
L6 93 S E1-E93 

=> s 16 and 13 

L7 56 L6 AND L3 

=> save temp 17 sanl0677116/a 

ANSWER SET L7 HAS BEEN SAVED AS ' SAN10677116/A' 
=> fil caplus 

COST IN U.S. DOLLARS SINCE FILE TOTAL 

ENTRY SESSION 

FULL ESTIMATED COST 1.80 183.31 

FILE 'CAPLUS' ENTERED AT 14:03:13 ON 20 AUG 2007 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2007 AMERICAN CHEMICAL SOCIETY (ACS) 



Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 

FILE COVERS 1907 - 20 Aug 2007 VOL 147 ISS 9 
FILE LAST UPDATED: 19 Aug 2007 (20070819/ED) 

Effective October 17, 2005, revised CAS Information Use Policies apply. 
They are available for your review at: 

http; //www. cas .org/inf opolicy.html 



=> s 17 
L8 



3 L7 



=> d ibib abs hitstr 1-3 



L8 ANSWER 1 OF 3 CAPLUS COPYRIGHT 2007 ACS on STN 
ACCESSION NUMBER: 2005:347002 CAPLUS Full-text 

DOCUMENT NUMBER: 142:411232 

TITLE: Preparation of (3R, 4R) -trans-3, 4-diarylchroman 

derivatives with estrogenic activity 

INVENTOR(S) : Sangita; Kumar, Atul; Singh, Man Mohan; Ray, 

Suprabhat; Jain, Girish Kumar 

PATENT ASSIGNEE(S): Council of Scientific and Industrial Research, India 

SOURCE: PCT Int. Appl . , 82 pp. 

CODEN: PIXXD2 

DOCUMENT TYPE: Patent 

LANGUAGE: English 

FAMILY ACC. NUM. COUNT: 1 

PATENT INFORMATION: 



PATENT NO. KIND DATE APPLICATION NO. DATE 



WO 


2005035517 




Al 




20050421 




WO 2003- 


IB4559 




20031014 




W: AE, 


AG, 


AL, 


AM, 


AT, 


AU, 


AZ, 


BA, 


BB, 


BG, 


BR, 


BY, 


BZ, 


CA, CH, CN, 




CO, 


CR, 


CU, 


CZ, 


DE, 


DK, 


DM, 


DZ, 


EC, 


EE, 


EG, 


ES, 


FI, 


GB, GD, GE, 




GH, 


GM, 


HR, 


HU, 


ID, 


IL, 


IN, 


IS, 


JP, 


KE, 


KG, 


KP, 


KR, 


KZ , LC , LK , 




LR, 


LS, 


LT, 


LU, 


LV, 


MA, 


MD, 


MG, 


MK, 


MN, 


MW, 


MX, 


MZ, 


NI, NO, NZ, 




OM, 


PG, 


PH, 


PL, 


PT, 


RO, 


RU, 


SC, 


SD, 


SE, 


SG, 


SK, 


SL, 


SY, TJ, TM, 




TN, 


TR, 


TT, 


TZ, 


UA, 


UG, 


US, 


UZ, 


vc. 


VN, 


YU, 


ZA, 


ZM, 


ZW 




RW: GH, 


GM, 


KE, 


LS, 


MW, 


MZ, 


SD, 


SL, 


sz. 


TZ, 


UG, 


ZM, 


ZW, 


AM, AZ, BY, 




KG, 


KZ, 


MD, 


RU, 


TJ, 


TM, 


AT, 


BE, 


BG, 


CH, 


CY, 


CZ, 


DE, 


DK, EE, ES, 




FI, 


FR, 


GB, 


GR, 


HU, 


IE, 


IT, 


LU, 


MC, 


NL, 


PT, 


RO, 


SE, 


SI, SK, TR, 




BF, 


BJ, 


CF, 


CG, 


CI, 


CM, 


GA, 


GN, 


GQ, 


GW, 


ML, 


MR, 


NE, 


SN, TD, TG 


CA 


2539502 






Al 




20050421 




CA 2003- 


2539502 




20031014 


AU 


2003267773 




Al 




20050427 




AU 2003- 


267773 




20031014 


EP 


1675843 






Al 




20060705 




EP 2003- 


748468 




20031014 



R: DE, FR, GB 

CN 1839125 A 20060927 CN 2003-80110474 20031014 

JP 2007516155 T 20070621 JP 2005-509433 20031014 

PRIORITY APPLN. INFO.: WO 2003-IB4559 W 20031014 

OTHER SOURCE(S): CASREACT 142:411232; MARPAT 142:411232 
GI 




AB Trans-diarylchroman derivs . of formula I [Rl = H, alkyl, cycloalkyl; R2 = 

(substituted) Ph; Y = alkylamino, dialkyl amino, heterocyclyl, C02H, etc.] are 
prepared for the treatment of estrogen-related disease conditions. Thus, 
II.HCl was prepared, and had antiresorptive activity in vitro in chick fetal 
bone assay with T/C ratio of 0.4-0.7 at 25-100 \sH. 



IT 848614 


-07- 


3P 


848614 


-08- 


4P 


848614 


-09- 


5P 


848614 


-10- 


8P 


848614 


-11- 


9P 


848614 


-13- 


IP 


848614 


-14- 


2P 


848614 


-15- 


3P 


848614 


-17- 


5P 


848614 


-18- 


6P 


848614 


-19- 


7P 


848614 


-20- 


OP 


848614 


-21- 


IP 


848614 


-22- 


2P 


848614 


-23- 


3P 


848614 


-24- 


4P 


848614 


-25- 


5P 


848614 


-26- 


6P 


848614 


-28- 


8P 


848614 


-29- 


9P 


848614 


-30- 


2P 


848614 


-31- 


3P 


848614 


-32- 


4P 


848614 


-33- 


5P 


848614 


-34- 


6P 


848614 


-35- 


7P 


848614 


-36- 


8P 


848614 


-37- 


9P 


848614 


-38- 


OP 


848614 


-39- 


IP 


848614 


-40- 


4P 


848614 


-41- 


5P 


848614 


-43- 


7P 


848614 


-44- 


8P 


848614 


-45- 


9P 


848614 


-46- 


OP 


848614 


-47- 


IP 


848614 


-48- 


2P 


848614 


-49- 


3P 


848614 


-50- 


6P 


848614 


-51- 


7P 


848614 


-53- 


9P 


848614 


-54- 


OP 


848614 


-55- 


IP 


848614 


-56- 


2P 


848614 


-57- 


3P 


848614 


-59- 


5P 


848614 


-60- 


8P 


848614 


-61- 


9P 


848614 


-62- 


OP 


848614 


-63- 


IP 



848614-64-2P 

RL: PAC (Pharmacological activity) ; SPN (Synthetic preparation) ; THU 
(Therapeutic use); BIOL (Biological study); PREP (Preparation); USES 
(Uses) 

1 (preparation of diarylchroman derivs. with estrogenic activity) 

RN 848614-07-3 CAPLUS 
i CN 2-Propanol, 1- (butylamino) -3- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy] hydrochloride, (2R) - 
(9CI) (CA INDEX NAME) 

' Absolute stereochemistry. Rotation (-) . 



I. 



ii 




• hci 



RN 848614-08-4 CAPLUS 

CN 2-Propanol, 1- (butylamino) -3- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2^ 2- 

diniethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy]-, (2R)- (9CI) (CA INDEX 
NAME) 

Absolute stereochemistry. Rotation (-) . 




RN 848614-09-5 CAPLUS 

CN 2-Propanol, 1- (butylamino) -3-[4-[ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 
dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy] (2R) 

2-hydroxy-1^2,3-propanetricarboxylate (1:1) (salt) (9CI) (CA INDEX NAME) 
CM 1 

CRN 848614-08-4 
CMF C31 H39 N 04 

Absolute stereochemistry. Rotation (-) . 




CM 2 

CRN 77-92-9 
CMF C6 H8 07 



C02H 

H02C— CH2- L CH2— C02H 



RN 848614-10-8 CAPLUS 

CN 1-Pyrrolidineethanol, a- [ [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl] phenoxy]methyl] hydrochloride^ 
(aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. Rotation (-) . 




• hci 



RN 848614-11-9 CAPLUS 

CN 1-Piperidineethanol, a-[[4-[ ( 3R, 4R) -3, 4-dihydro-7-niethoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy] methyl] hydrochloride, 
(aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. Rotation (-) . 




• hci 



RN 848614-13-1 CAPLUS 

CN 2-Propanol, 1- (butylamino) -3- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 
dimethyl-3-phenyl-2H-l-benzopyran-4-yl] phenoxy] hydrochloride, (2S) - 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. Rotation (-) . 




• HCI 



RN 848614-14-2 CAPLUS 

CN 1-Pyrrolidineethanol, a-[[4-[ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy] methyl] hydrochloride, 
(aS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. Rotation (-) . 




• hci 



RN 848614-15-3 CAPLUS 

CN 1-Piperidineethanol, a- [ [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2^ 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy] methyl] ~ , hydrochloride, 
(as)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. Rotation (-) . 




• hci 



RN 848614-17-5 CAPLUS 

CN 2-Propanol, 1- (butylamino) -3- [4- [ (3R, 4R) -3 , 4-dihydro-7-methoxy-2 , 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy] hydrochloride (9CI) (CA 
INDEX NAME) 



Absolute stereochemistry. 



Me 




• hci 



RN 848614-18-6 CAPLUS 

CN 1-Pyrrolidineethanol/ a- [ [4-[ 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy] methyl] hydrochloride 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




• hci 



RN 848614-19-7 CAPLUS 

CN 1-Piperidineethanol^ a-[ [4-[ (3R^ 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy] methyl] - , hydrochloride 
(9CI) (CA INDEX NAME) 



Absolute stereochemistry. 




• HCl 



RN 848614-20-0 CAPLUS 

CN 2-Propanol, 1- [4- [ 4R) -3, 4-dihydro-7-methoxy-2 , 2-dimethyl-3-phenyl-2H-l- 
benzopyran-4-yl]phenoxy] -3- (methylamino) (2R)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-21-1 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2 , 2-dimethyl-3-phenyl-2H-l- 
benzopyran-4-yl]phenoxy] -3- (ethylamino) (2R)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 



Me 



RN 848614-22-2 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2 , 2-dimethyl-3-phenyl-2H-l- 
benzopyran-4-yl]phenoxy] -3- (propylamino) {2R)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-23-3 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2-dimethyl-3-phenyl-2H-l- 
benzopyran-4-yl]phenoxy] -3- (pentylamino) (2R)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




'i 

RN 848614-24-4 CAPLUS 

CN 2-Propanol, l-[4-[ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2-dimethyl-3-phenyl-2H-l- 

I benzopyran-4-yl]phenoxy]-3-(dimethylamino)-, (2R)- (9CI) (CA INDEX NAME) 

'! Absolute stereochemistry. 




i 



RN 848614-25-5 CAPLUS 

CN 2-Propanol, 1- (diethyl amino) -3- [4- [ (3R, 4R) -3, 4-dihydro-7-inethoxy-2 , 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy]-, (2R)- (9CI) (CA INDEX 
NAME) 

Absolute stereochemistry. 




RN 848614-26-6 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2 , 2-dimethyl-3-phenyl-2H-l 
benzopyran-4-yl]phenoxy] -3- (dipropylainino)-, (2R)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-28-8 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2 , 2-dimethyl-3-phenyl-2H-l 
benzopyran-4-yl]phenoxy] -3- (dipentylamino) (2R)- (9CI) (CA INDEX NAME) 



Absolute stereochemistry. 




RN 848614-29-9 CAPLUS 

CN 1-Pyrrolidineethanol, a-[ [4-[ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl] phenoxy] methyl] (aR) - ( 9CI ) 
(CA INDEX NAME) 

Absolute stereochemistry. Rotation (-) . 




RN 848614-30-2 CAPLUS 

CN 1-Piperidineethanol, a- [ [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl] phenoxy] methyl] (aR) - ( 9CI ) 
(CA INDEX NAME) 

Absolute stereochemistry. Rotation (-) . 




Il 



RN 848614-31-3 CAPLUS 

CN 4-Morpholineethanol, a-[ [4-[ (3R, 4R) -3> 4-dihydro-7-methoxy-2, 2- 

diinethyl-3-phenyl-2H-l-benzopyran-4-yl] phenoxy] methyl ] (aR) - ( 9CI ) 
(CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-32-4 CAPLUS 

CN 1-Piperazineethanol, a-[ [4-[ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy]methyl] (aR) - (9CI) 
(CA INDEX NTU^E) 

Absolute stereochemistry. 




RN 848614-33-5 CAPLUS 

CN 2-Propanol, 1- (cyclohexylamino) -3- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 
dimethyl-3-phenyl-2H-l-benzopyran-4-yl] phenoxy] (2R)- (9CI) (CA INDEX 
NAME) 

Absolute stereochemistry. 




RN 848614-34-6 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2-dimethyl-3-phenyl-2H-l- 
benzopyran-4-yl]phenoxy]-3-(methylamino)-, (2S)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 



Me 




RN 848614-35-7 CAPLUS 

CN 2-Propanol^ 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2-dimethyl-3-phenyl-2H-l- 
benzopyran-4-yl]phenoxy] -3- (ethylamino) (2S)- {9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




1 
'I 



RN 848614-36-8 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2-diinethyl-3-phenyl-2H-l 
benzopyran-4-yl]phenoxy] -3- (propylamine)-, (2S)- (9CI) (CA INDEX NAME) 



Absolute stereochemistry. 




RN 848614-37-9 CAPLUS 

CN 2-Propanol, 1- (butylamino) -3- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 
dimethyl-3-phenyl-2H-l-benzopyran-4-yl] phenoxy] (2S)- (9CI) (CA INDEX 
NAME) 

Absolute stereochemistry. Rotation (-) . 




RN 848614-38-0 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2-dimethyl-3-phenyl-2H-l 
ben2opyran-4-yl]phenoxy]-3-(pentylamino)-, (25)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-39-1 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2 , 2-diniethyl-3-phenyl-2H-l 
benzopyran-4-yl]phenoxy] -3- (dimethylamino) (2S)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-40-4 CAPLUS 

CN 2-Propanol, 1- (diethylamino) -3- [4- [ (3R, 4R) -3, 4-dihydro-7-niethoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy] (2S)- (9CI) (CA INDEX 
NAME) 

Absolute stereocheitiistry . 




RN 848614-41-5 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2 , 2-dimethyl-3-phenyl-2H-l 
benzopyran-4-yl]phenoxy] -3- (dipropylamino) (2S)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-43-7 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2-dimethyl-3-phenyl-2H- 
benzopyran-4-yl]phenoxy] -3- (dipentylamino) (2S)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-44-8 CAPLUS 

CN 1-Pyrrolidineethanol, a- [ [4-[ (3R, 4R) -3, 4-dihydro-7-methoxy-2^ 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy]methyl] ~, (aS) - (9CI) 
(CA INDEX NAME) 

Absolute stereochemistry. Rotation (-) . 




RN 848614-45-9 CAPLUS 



CN 1-Piperidineethanol, a- [ [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 
dimethyl-3-phenyl-2H-l-benzopyran-4-yl] phenoxy] methyl] (aS) - (9CI) 
(CA INDEX NAME) 

7\bsolute stereochemistry. Rotation (-) . 




RN 848614-46-0 CAPLUS 

CN 4-Morpholineethanol^ a-[ [4-[ ( 3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl] phenoxy] methyl] (aS) - (9CI) 
(CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-47-1 CAPLUS 

CN 1-Piperazineethanol, a- [ [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy] methyl] (aS) - (9CI) 
(CA INDEX NAME) 



Absolute stereochemistry. 



Me 




RN 848614-48-2 CAPLUS 

CN 2-Propanol, 1- ( cyclohexylamino) -3- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2 , 2- 
climethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy]-, (2S)- (9CI) (CA INDEX 
NAME) 

Absolute stereochemistry. 




RN 848614-49-3 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-raethoxy-2 , 2-diniethyl-3-phenyl-2H-l- 
benzopyran-4-yl]phenoxy] -3- (methylamino) - (9CI) (CA INDEX NAME) 

/absolute stereochemistry. 



Me 



RN 848614-50-6 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2 , 2-dimethyl-3-phenyl-2H-l 
ben2opyran-4-yl]phenoxy]-3-(ethylamino)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-51-7 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R^ 4R) -3, 4-dihydro-7-methoxy-2, 2-dimethyl-3-phenyl-2H-l 
benzopyran-4-yl]phenoxy] -3- (propylamino) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-53-9 CAPLUS 

CN 2-Propanol, 1- (butylamino) -3- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy] - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-54-0 CAPLUS 

CN 2-Propanol, 1- [4- [ 4R) -3, 4-dihydro-7-methoxy-2 , 2-dimethyl-3-phenyl-2H-l 
benzopyran-4-yl]phenoxy] -3- (pentylamino) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-55-1 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-'7-methoxy-2, 2-dimethyl-3-phenyl-2H-l 
benzopyran-4-yl]phenoxy] -3- (dimethylamino) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-56-2 CAPLUS 

CN 2-Propanol, 1- (diethylamino) -3- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-ben2opyran-4-yl]phenoxy]- (9CI) (CA INDEX NAME) 



Absolute stereochemistry. 




RN 848614-57-3 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2-diniethyl-3-phenyl-2H-l 
benzopyran-4-yl] phenoxy] -3- (dipropylamino) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-59-5 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2^ 2-dimethyl-3-phenyl-2H-l 
benzopyran-4-yl] phenoxy] -3- (dipentylamino)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-60-8 CAPLUS 

CN 1-Pyrrolidineethanol, a-[ [4-[ (3R,4R)-3,4-dihydro-7-methoxy-2,2- 



dimethyl-3-phenyl-2H~l-benzopyran-4-yl]phenoxy] methyl] - (9CI) (CA INDEX 
NAME) 

Absolute stereochemistry. 




RN 848614-61-9 CAPLUS 

CN 1-Piperidineethanol, a- [ [4-[ (3R, 4R) -3^ 4-dihydro-7-methoxy-2 , 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy] methyl] - (9CI) (CA INDEX 
NAME) 

Absolute stereochemistry. 




RN 848614-62-0 CAPLUS 

CN 4-Morpholineethanol, a-[ [4-[ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-ben2opyran-4-yl]phenoxy] methyl] - (9CI) (CA INDEX 
NAME) 



Absolute stereochemistry. 




RN 848614-63-1 . CAPLUS 

CN l-Piperazineethanol, a- [ [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2 , 2- 

dimethyl-3-phenyl-2H-l-benzopyran--4-yl]phenoxy] methyl] - (9CI) (CA INDEX 
NAME) 

Absolute stereochemistry. 




RN 848614-64-2 CAPLUS 

CN 2-Propanol^ 1- ( cyclohexylamino) -3- [4~ [ (3R^ 4R) -3, 4~dihydro-7-methoxy-2, 2~ 
dimethyl-3~phenyl-2H-l-benzopyran-4-yl]phenoxy] - (9CI) (CA INDEX NAME) 



Absolute stereochemistry. 




IT 291750-30-6 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(preparation of diarylchroinan derivs . with estrogenic activity) 
RN 291750-30-6 CAPLUS 

CN Phenol, 4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2-dimethyl-3-phenyl-2H-l- 
benzopyran-4-yl]- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




IT 848614-06-2P 848614-12-OP 848614-16-4P 

RL: RCT (Reactant); SPN (Synthetic preparation) ; PREP (Preparation); RACT 

(Reactant or reagent) 

(preparation of diarylchroman derivs. with estrogenic activity) 
RN 848614-06-2 CAPLUS 

CN 2H-l-Benzopyran, 3, 4-dihydro-7-methoxy-2, 2-dimethyl-4- [4- [ (2R) - 

oxiranylmethoxy] phenyl] -3-phenyl-, (3R,4R)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. Rotation (-) . 




RN 848614-12-0 CAPLUS 

CN 2H-l-Benzopyran, 3, 4-dihydro-7-methoxy-2, 2-dimethyl-4- [ 4- [ (2S) - 

oxiranylmethoxy] phenyl] -3-phenyl-, (3R,4R)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. Rotation (-) . 




RN 848614-16-4 CAPLUS 

CN 2H-l-Benzopyran, 3, 4-dihydro-7-methoxy-2, 2-dimethyl-4- [4- 

(oxiranylmethoxy) phenyl] -3-phenyl-, (3R, 4R)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
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AB Title compds. I [Rl = H, ( cyclo) alkyl ; R2 = (un) substituted phenyl; R3 = 
alkoxy] are prepared For instance, (3R, 4R) -2, 2-dimethyl-3-phenyl-4- [4- 
[ ( (2R) -2, 3-epoxypropyl) oxy] phenyl] -7-methoxychroman is prepared from (3R,4R)- 
2,2-dimethyl-3-phenyl-4- (4-hydroxyphenyl) -7-methoxychroman and (R) - (-) - 
epichlorohydrin in 74% yield (DMSO, 65*, 10 h) . A selected example compound 
exhibited a relative binding affinity to the estrogen receptor of 5.45 



(compared to 100 for 17p-estradiol ) . I are useful for the treatment of 
estrogen-related diseases. 
IT 84 8614-06-2P, (3R, 4R) -2, 2-Dimethyl-3-phenyl-4- [4- [ ( (2R)-2,3- 
epoxypropyl) oxy] phenyl] -7-methoxychroman 848614-12-OP^ 

(3R, 4R) -2,2-Dimethyl-3-phenyl-4-[4-[ ( (2S) -2, 3-epoxypropyl) oxy] phenyl] -7- 
methoxychroman 84 8 614-16-4 P 

RL: PAC (Pharmacological activity) ; RCT (Reactant) ; SPN (Synthetic 
preparation); THU (Therapeutic use); BIOL (Biological study); PREP 
(Preparation); RACT (Reactant or reagent); USES (Uses) 

( (3R, 4R) -3, 4-diarylchroman derivs. for treatment of estrogen dependent 
diseases ) 
RN 848614-06-2 CAPLUS 

CN 2H-l-Benzopyran, 3, 4-dihydro-7-methoxy-2, 2-dimethyl-4- [4- [ (2R) - 

oxiranylmethoxy ] phenyl ]-3-phenyl-, (3R, 4R)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. Rotation (-) . 




RN 848614-12-0 CAPLUS 

CN 2H-l-Benzopyran, 3,, 4-dihydro-7-methoxy-2, 2-dimethyl-4- [4- [ (2S) - 

oxiranylmethoxy] phenyl] -3-phenyl-, (3R, 4R)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. Rotation (-) . 




RN 848614-16-4 CAPLUS 



CN 2H-l-Benzopyran, 3, 4-dihydro-7-methoxy-2, 2-dimethyl-4- [4- 

(oxiranylmethoxy) phenyl] -3-phenyl-, (3R,4R)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




IT 848614-07-3P, (3R, 4R) -2 , 2-Dimethyl-3-phenyl-4- [ 4- [ [ (2R) -2-hydroxy- 
3- (butylamino) propyl] oxy] phenyl] -7-methoxychroman hydrochloride 
848614-08-4P, (3R, 4R) -4- [4- [ [ (2R) -2-'Hydroxy-3- 

( Butylamino) propyl] oxy] phenyl] -2, 2-dimethyl-7-methoxy~3-phenylchroman 
848614-09-5P, ( 3R, 4R) -2, 2-Dimethyl-3-phenyl-4- [4- [ [ (2R) -2-hydroxy- 
3- (butylamino) propyl] oxy] phenyl] -7-methoxychroman citrate 
848614-10-8P, (3R,4R) -2 , 2-Dimethyl-3-phenyl-4- [ 4- [ [ (2R) -2-hydroxy- 
3- (pyrrolidinyl) propyl] oxy] phenyl] -7-methoxychroman hydrochloride 
848614-11-9P, (3R, 4R) -2 , 2-Dimethyl-3-phenyl-4- [ 4- [ [ (2R) -2-hydroxy- 
3- (piperidinyl) propyl] oxy] phenyl] -7-methoxychroman hydrochloride 
848614-13-lP, (3R, 4R) -2^ 2-Dimethyl-3-phenyl-4- [4- [ [ (2S) -2-hydroxy- 
3- (butylamino ) propyl ] oxy] phenyl ] -7-methoxychroman hydrochloride 
848614-14-2P, (3R, 4R) -2 , 2-Dimethyl-3-phenyl-4- [ 4- [ [ (2S) -2-hydroxy- 
3- (pyrrolidinyl) propyl] oxy] phenyl] -7-methoxychroman hydrochloride 
848614-15-3P, (3R, 4R) -2, 2-Dimethyl-3-phenyl-4- [ 4- [ [ (2S) -2-hydroxy- 
3- (piperidin-l-yl) propyl] oxy] phenyl] -7-methoxychroman hydrochloride 
848614-17-5P 848614-18-6P 848614-19-7P 

848614-20-OP, (3R, 4R) -2 , 2-Diraethyl-7-methoxy-4- [4- [ [ (2R) -2-hydroxy- 
3- (methylamino) propyl] oxy] phenyl] -3 -phenyl chroman 848614-21-lP, 
(3R, 4R) -2, 2-Dimethyl-7-methoxy-4- [ 4- [ [ (2R) -2-hydroxy-3- 
(ethylamino) propyl] oxy] phenyl] -3-phenylchroman 848614-22-2P, 
(3R, 4R) -2, 2-Dimethyl-7-methoxy-3-phenyl-4- [4- [ [ (2R) -2-hydroxy-3- 
(propylamino) propyl] oxy] phenyl] chroman 848614-23-3P, 
(3R, 4R) -2, 2-Dimethyl-7-methoxy-4- [4- [ [ (2R) -2-hydroxy-3- 
( pent ylamino) propyl] oxy] phenyl] -3-phenylchroman 848614-24-4P, 
(3R, 4R)-2,2-Dimethyl-4- [4-[ [ (2R) -2-hydroxy-3- (dimethylamino) propyl] oxy] phe 
nyl] -7-methoxy-3-phenyl chroman 848614-25-5P, 

(3R, 4R) -4- [4- [ [ (2R) -2-Hydroxy-3- (Diethylamino) propyl] oxy] phenyl] -2,2- 
dimethyl-7-methoxy-3-phenyl chroman 848614-26-6P, 

(3R, 4R) -2, 2-Dimethyl-4- [4- [ [ (2R) -2-hydroxy-3- (dipropylamino) propyl] oxy] phe 
nyl] -7-methoxy-3-phenylchroman 848614-28-8P^ 

(3R, 4R)-2,2-Dimethyl-4-[4-[ [ (2R) -2-hydroxy-3- (dipentylamino) propyl] oxy] phe 
nyl] -7-methoxy-3-phenylchroman 848614-29-9P^ 

(3R, 4R) -2, 2-Dimethyl-7-methoxy-3-phenyl-4- [4- [ [ (2R) -2-hydroxy-3- 
(pyrrolidinyl ) propyl] oxy] phenyl] chroman 848614-30-2P, 

(3R, 4R) -2, 2-Dimethyl-7-methoxy-3-phenyl-4- [4- [ [ (2R) -2-hydroxy-3- (piperidin- 
l-yl) propyl] oxy] phenyl] chroman 848614-31-3P, 



(3R, 4R) -2, 2-Dimethyl-7-methoxy-3-phenyl-4- [4- [ [ (2R) -2-hydroxy-3- 
(morpholino) propyl] oxy] phenyl] chroman 848614-32-4P, 

(3R, 4R) -2, 2-Dimethyl-7-methoxy-3"-phenyl-4- [4- [ [ (2R) -2-hydroxy-3- (piperazin 
1-yl) propyl] oxy] phenyl] chroman 848614-33-5P, 

(3R, 4R) -2, 2-Dimethyl-7-methoxy-3-phenyl-4- [4- [ [ (2R) -2-hydroxy-3- 
(cyclohexylamino) propyl] oxy] phenyl] chroman 848614-34-6P, 
(3R, 4R) -2, 2-Dimethyl-7-methoxy-4- [4- [ [ (2S) -2-hydroxy-3- 
(methylamino) propyl] oxy] phenyl] ~3-phenylchroman 848614-35-7P, 
(3R, 4R) -2, 2-Dimethyl-7-methoxy-4- [4- [ [ (2S) -2-hydroxy-3- 
(ethylamino) propyl] oxy] phenyl] -3-phenylchroman 848614-36-8P, 
(3R, 4R) -2, 2-Dimethyl-7-methoxy-3-phenyl-4- [4- [ [ (2S ) -2-hydroxy-3- 
(propylamino) propyl] oxy] phenyl] chroman 848614-37-9P, 
(3R, 4R) -4- [4- [ [ (2S) -2-Hydroxy-3~ (Butylamino) propyl] oxy] phenyl] -2, 2- 
dimethyl-7-methoxy-3-phenyl chroman 848614-38-OP, 
( 3R, 4R) -2 , 2-Dimethyl-7-methoxy-4- [ 4- [ [ ( 2S ) -2-hydroxy-3- 
(pentylamino) propyl] oxy] phenyl] -3-phenylchroman 848614-39-lP^ 
(3R, 4R) -2, 2-Dimethyl-4- [4- [ [ (2S) -2-hydroxy-3- (dimethylamino) propyl] oxy] phe 
nyl] -7-methoxy-3-phenylchroman 848614-40-4P, 

(3R, 4R) -4- [4- [ [ (2S) -2-Hydroxy-3- (Diethyl amino) propyl] oxy] phenyl] -2,2- 
dime thyl - 7 -me t hoxy- 3 -phenyl chroman 848614-41-5P, 

(3R, 4R) -2,2-Dimethyl-4- [4- [ [ (2S) -2-hydroxy-3- (dipropyl amino) propyl] oxy] phe 
nyl] -7-methoxy-3-phenylchroman 848614-43-7P, 

(3R, 4R) -2, 2-Dimethyl-4- [4- [ [ (2S) -2-hydroxy-3- (dipentylamino) propyl] oxy] phe 
nyl ] - 7 -me t hoxy- 3 -phenyl chroman 848614-44-8P, 

(3R, 4R) -2, 2-Dimethyl-7-methoxy-3-phenyl-4- [4- [ [ (2S) -2-hydroxy-3- 
(pyrrolidin-l-yl) propyl] oxy] phenyl] chroman 848614-45-9P, 

(3R, 4R) -2, 2-Dimethyl-7-methoxy-3-phenyl-4- [4- [ [ (2S) -2-hydroxy-3- (piperidin 
1-yl) propyl] oxy] phenyl] chroman 848614-46-OP, 

(3R, 4R) -2, 2-Dimethyl-7-methoxy-3-phenyl-4- [4- [ [ (2S) -2-hydroxy-3- (morpholin 
4-yl) propyl] oxy] phenyl] chroman 848614-47-lP, 

(3R, 4R) -2, 2-Dimethyl-7-methoxy-3-phenyl-4- [4- [ [ (2S ) -2-hydroxy-3- (piperazin 
l-yl)propyl] oxy] phenyl] chroman 848614-48-2P, 

(3R, 4R) -2, 2-Dimethyl-7-methoxy-3-phenyl-4- [4- [ [ (2S ) -2-hydroxy-3- 

(cyclohexylamino) propyl] oxy] phenyl] chroman 848614-49-3P 

848614-50-6P 848614-51-7P 848614-53-9P 

848614-54-OP 848614-55-lP 848614-56-2P 

848614-57-3P 848614-59-5P 848614-60-8P 

848614-61-9P 848614-62-OP 848614-63-lP 

848614-64-2P 

RL: PAC (Pharmacological activity) ; SPN (Synthetic preparation) ; THU 
(Therapeutic use) ; BIOL (Biological study) ; PREP (Preparation) ; USES 

(Uses) 

( (3R, 4R) -3, 4-diaryl chroman derivs. for treatment of estrogen dependent 
diseases) 
RN 848614-07-3 CAPLUS 

CN 2-Propanol, 1- (butylamino) -3- [ 4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2 , 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl] phenoxy] hydrochloride, (2R)- 
(9CI) (CA INDEX NAME) 



Absolute stereochemistry. Rotation (-) . 



Me 



MeO, 




Me 



Ph 



n-BuNH 




• hci 



RN 848614-08-4 CAPLUS 

CN 2-Propanol, 1- (butyl amino) -3- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy] (2R)- (9CI) (CA INDEX 
NAME) 

7\bsolute stereochemistry. Rotation (-) . 



RN 848614-09-5 CAPLUS 

CN 2-Propanol, 1- (butylamino) -3- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 
dimethyl-3-phenyl-2H-l-ben2opyran-4-yl]phenoxy] (2R) 

2-hydroxy-l,2,3-propanetricarboxylate (1:1) (salt) (9CI) (CA INDEX NAME) 



Me 




n-BuNH 




CM 



1 



CRN 848614-08-4 
CMF C31 H39 N 04 



Absolute stereochemistry. Rotation (-) . 




CM 2 

CRN ll-Sl-S 
CMF C6 H8 07 



C02H 

H02C— CH2- CH2~ C02H 



RN 848614-10-8 CAPLUS 

CN 1-Pyrrolidineethanol, a- [ [4- [ (3R^ 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-ben2opyran-4-yl] phenoxy] methyl] hydrochloride, 
(aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. Rotation (-) . 




• hci 



RN 848614-11-9 CAPLUS 

CN 1-Piperidineethanol, a-[[4-[ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl] phenoxy] methyl] hydrochloride, 
(aR)- (9CI) (CA INDEX NAME) 



i; 



Absolute stereochemistry. Rotation (-) . 




• hci 



RN 848614-13-1 CAPLUS 

CN 2-Propanol, 1- (butylamino) -3- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy] hydrochloride^ (2S) - 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. Rotation {-) . 




• HCI 



RN 848614-14-2 CAPLUS 

CN 1-Pyrrolidineethanol, a-[[4-[ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy] methyl] hydrochloride, 
(aS)- (9CI) (CA INDEX NAME) 



Absolute stereochemistry. Rotation (-) . 



Me 



MeO, 




Me 



Ph 




• hci 



OH 



RN 848614-15-3 CAPLUS 

CN l-Piperidineethanol, a-[[4-[ ( 3R, 4R) -3, 4-dihydro-7-methoxy-2 , 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl] phenoxy] methyl] hydrochloride^ 
(aS)" (9CI) (CA INDEX N7\ME) 

Absolute stereochemistry. Rotation (-) . 



RN 848614-17-5 CAPLUS 

CN 2-Propanol, 1- (butylamino) -3- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2 , 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy] hydrochloride (9CI) (CA 
INDEX NAME) 



Me 




• hci 



Absolute stereochemistry. 




• hci 



RN 848614-18-6 CAPLUS 

CN 1-Pyrrolidineethanol, a-[ [4-[ ( 3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-ben2opyran-4-yl]phenoxy] methyl] hydrochloride 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




• HCl 



RN 848614-19-7 CAPLUS 

CN 1-Piperidineethanol, a- [ [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl] phenoxy] methyl] ~, hydrochloride 
(9CI) (CA INDEX NAME) 



7\bsolute stereochemistry. 




• hci 



RN 848614-20-0 CAPLUS 

CN 2-Propanol , 1- [ 4- [ ( 3R, 4R) -3 , 4-dihydro-7-inethoxy-2 , 2-dimethyl-3-phenyl-2H-l 
benzopyran-4-yl]phenoxy] -3- (methylamino)-, (2R)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-21-1 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2 , 2-dimethyl-3-phenyl-2H-l 
benzopyran-4-yl]phenoxy] -3- (ethylamino) (2R)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 



RN 848614-22-2 CAPLUS 

CN 2-Propanol , 1- [ 4- [ ( 3R, 4R) -3 , 4-dihydro-7-methoxy-2 , 2-dimethyl-3-phenyl-2H-l~ 
benzopyran-4-yl]phenoxy]-3-{propylamino)-, (2R)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-23-3 CAPLUS 

CN 2-Propanol , 1- [ 4- [ ( 3R, 4R) -3, 4-dihydro-7-methoxy-2 , 2-dimethyl-3-phenyl-2H-l- 
ben2opyran-4-yl]phenoxy]-3-(pentylamino)-, (2R)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-24-4 CAPLUS 

CN 2-Propanol, l-[4-[ ( 3R, 4R) -3, 4-dihydro-7-methoxy-2 , 2-dimethyl-3-phenyl-2H-l- 
benzopyran-4-yl]phenoxy]-3-(dimethylamino)-, (2R)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-25-5 CAPLUS 

CN 2-Propanol, 1- (diethylamino) -3- [ 4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy] (2R)- (9CI) (CA INDEX 
NAME) 

Absolute stereochemistry. 




RN 848614-26-6 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2-dimethyl-3-phenyl-2H-l 
benzopyran-4-yl]phenoxy] -3- (dipropylamino) (2R)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-28-8 CAPLUS 

CN 2-Propanol , 1- [ 4- [ ( 3R, 4R) -3 , 4-dihydro-7-methoxy-2 , 2-dimethyl-3-phenyl-2H-l 
benzopyran-4-yl]phenoxy]-3-(dipentylamino)-, {2R)- {9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-29-9 CAPLUS 

CN 1-Pyrrolidineethanol, a- [ [4-[ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy] methyl] (aR) - (9CI) 
(CA INDEX NAME) 

Absolute stereochemistry. Rotation (-) . 




RN 848614-30-2 CAPLUS 

CN 1-Piperidineethanol, a- [ [4- [ (3R, 4R) -3^ 4-dihydro-7-methoxy-2 ^ 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy] methyl] (aR) - 
(CA INDEX NAME) 



(9CI) 



Absolute stereochemistry. Rotation (-) . 



Me 




RN 848614-31-3 C7VPLUS 

CN 4-Morpholineethanol, a-[[4-[ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl] phenoxy] methyl] (aR) - (9CI) 
(CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-32-4 CAPLUS 

CN 1-Piperazineethanol, a-[[4-[ (3R^ 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy] methyl] (aR) - (9CI) 
(CA INDEX NAME) 

Absolute stereochemistry - 




RN 848614-33-5 CAPLUS 

CN 2-Propanol, 1- (cyclohexylamino) -3- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 
dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy] ~, (2R)- (9CI) (CA INDEX 
NAME) 

Absolute stereochemistry. 




RN 848614-34-6 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2 , 2-dimethyl-3-phenyl-2H-l- 
benzopyran-4-yl] phenoxy] -3- (methylamino) (2S)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-35-7 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2-dimethyl-3-phenyl-2H-l- 
benzopyran-4-yl]phenoxy]-3-(ethylamino)-, (2S)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




I 



RN 848614-36-8 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2-dimethyl-3-phenyl-2H-l- 
benzopyran-4-yl] phenoxy] -3- (propylamino) (2S)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-37-9 CAPLUS 

CN 2-Propanol, 1- (butylamino) -3- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy] -, (2S)- (9CI) (CA INDEX 

NAME) 

Absolute stereochemistry. Rotation (-) . 




RN 848614-38-0 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2 , 2-dimethyl-3-phenyl-2H-l- 
benzopyran-4-yl]phenoxy]-3-(pentylamino)-, (2S)- (9CI) (CA INDEX NAME) 



Absolute stereochemistry. 



RN 848614-39-1 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2 , 2-dimethyl-3-phenyl-2H-l- 
benzopyran-4-yl]phenoxy] -3- (dimethylamino) (2S)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-40-4 CAPLUS 

CN 2-Propanol, 1- (diethylamino) -3- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 
dimethyl-3-phenyl-2H-l-benzopyran-4-yl] phenoxy] (2S)- (9CI) (CA INDEX 
NAME) 

Absolute stereochemistry. 




RN 848614-41-5 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2-dimethyl-3-phenyl-2H-l- 
benzopyran-4-yl]phenoxy] -3- (dipropylamino) (2S)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-43-7 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2 , 2-dimethyl-3-phenyl-2H-l- 
benzopyran-4-yl]phenoxy]-3-(dipentylamino)-, (2S)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-44-8 CAPLUS 

CN 1-Pyrrolidineethanol^ a- [ [4- [ (3R^ 4R) -3^ 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy] methyl] (aS) - (9CI) 
(CA INDEX NAME) 

Absolute stereochemistry. Rotation (-) . 




RN 848614-45-9 CAPLUS 



CN 1-Piperidineethanol, a-[ [4-[ ( 3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran~4-yl ] phenoxy] methyl ] - , (aS ) - ( 9CI ) 
(CA INDEX NAME) 

Absolute stereochemistry. Rotation (-) . 




RN 848614-46-0 CAPLUS 

CN 4-Morpholineethanol, a-[[4-[ ( 3R, 4R) -3, 4-dihydro-7-methoxy-2 , 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl] phenoxy] methyl] (aS) - (9CI) 
(CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-47-1 CAPLUS 

CN 1-Piperazineethanol, a-[ [4-[ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl] phenoxy] methyl] (aS ) - ( 9CI ) 
(CA INDEX N7\ME) 



TUDSolute stereochemistry. 



Me 




RN 848614-48-2 CAPLUS 

CN 2-Propanol, 1- (cyclohexylamino) -3- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2 , 2- 
dimethyl-3-phenyl-2H-l-ben2opyran-4-yl]phenoxy]-, (2S)- (9CI) (CA INDEX 
NAME) 

Absolute stereochemistry. 




RN 848614-49-3 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2-dimethyl-3-phenyl-2H-l- 
ben2opyran-4-yl]phenoxy] -3- (methylamino) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 



Me 



RN 848614-50-6 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2 , 2-dimethyl-3-phenyl-2H-l 
benzopyran-4-yl]phenoxy]-3-(ethylamino)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-51-7 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2-dimethyl-3-phenyl-2H-l 
benzopyran-4-yl]phenoxy] -3- (propylamine) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-53-9 CAPLUS 

CN 2-Propanol, 1- (butylamino) -3- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy]- (9CI) (CA INDEX NAME) 



Absolute stereochemistry. 




RN 848614-54-0 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2 , 2-dimethyl-3-phenyl-2H-l 
benzopyran-4-yl]phenoxy]-3-(pentylamino)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-55-1 CAPLUS 

CN 2-Propanol, l-[4-[ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2-dimethyl-3-phenyl-2H-l 
ben2opyran-4-yl]phenoxy] -3- (dimethylamino) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-56-2 CAPLUS 

CN 2-Propanol, 1- (diethylamino) -3- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl~2H-l-benzopyran-4-yl]phenoxy]- (9CI) (CA INDEX NAME) 



Absolute stereochemistry . 




RN 848614-57-3 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2 , 2-dimethyl-3-phenyl-2H-l- 
benzopyran-4-yl] phenoxy] -3- (dipropylamino) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-59-5 CAPLUS 

CN 2-Propanol, 1- [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2 , 2-dimethyl-3-phenyl-2H-l- 
ben2opyran-4-yl]phenoxy] -3- (dipentylamino) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 848614-60-8 CAPLUS 

CN 1-Pyrrolidineethanol, a- [ [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 



dimethyl-3-phenyl-2H-l-benzopyran-4-yl] phenoxy] methyl] - ( 9CI ) (CA INDEX 
NAME) 

Absolute stereochemistry. 




RN 848614-61-9 CAPLUS 

CN 1-Piperidineethanol, a-[ [4-[ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy] methyl] - (9CI) (CA INDEX 
NAME) 

Absolute stereochemistry. 




RN 848614-62-0 CAPLUS 

CN 4-Morpholineethanol, a-t [4-[ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy] methyl] - (9CI) (CA INDEX 
NAME) 



Absolute stereochemistry. 



Me 




Ph 



Me 



RN 848614-63-1 CAPLUS 

CN 1-Piperazineethanol, a- [ [4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2 , 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy]methyl] - (9CI) (CA INDEX 
NAME) 

Absolute stereochemistry. 



RN 848614-64-2 CAPLUS 

CN 2-Propanol, 1- (cyclohexylamino) -3- [4- [ (3R, 4R) -3^ 4-dihydro-7-methoxy-2^ 2- 
dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy] - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 



Me 






IT 291750-30-6, ( 3R, 4R) -2, 2-Dimethyl-3-phenyl-4- ( 4-hydroxyphenyl) -7- 
methoxychroraan 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

( (3R, 4R) -3, 4-diarylchronian derivs. for treatment of estrogen dependent 
diseases ) 
RN 291750-30-6 CAPLUS 

CN Phenol, 4- [ (3R, 4R) -3, 4-dihydro-7-methoxy-2, 2-dimethyl-3-phenyl-2H-l- 
benzopyran-4-yl] - {9CI) (CA INDEX NAME) 

Absolute stereochemistry. 



Me 
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DOCUMENT NUMBER: 
TITLE: 



AUTHOR (S) : 

CORPORATE SOURCE: 

SOURCE: 

PUBLISHER: 
DOCUMENT TYPE: 



CAPLUS COPYRIGHT 2007 ACS on STN 

2000:468629 CAPLUS Full-text 
133:219444 

Enzymatic resolution to (-) -ormeloxif ene intermediates 
from their racemates using immobilized Candida rugosa 
lipase 

Lehmann, Soren Vig; Breinholt, Jens; Bury, Paul 
Stanley; Nielsen, Thomas Eiland 

Analytical Development, Pharmaceuticals Development, 

Novo Nordisk A/S, Malov, 2760, Den. 

Chirality (2000), 12(7), 568-573 

CODEN: CHRLEP; ISSN: 0899-0042 

Wiley-Liss, Inc. 

Journal 



LANGUAGE: English 

OTHER SOURCE(S): CASREACT 133:219444 

AB In the synthesis of (-) -ormeloxif ene, a drug candidate recently under 

development^ enzyitiic resolution of potential intermediates can be carried out 
using a simple, practical method. Five com. available lipases, Candida rugosa 
lipase, Candida antarctica lipase B, Mucor miehei lipase, Pseudomonas cepacia 
lipase, and Humicola lanuginosa lipase, all immobilized on Accurel, were 
initially screened in combination with four different substrates belonging to 
the class of Ph esters. Excellent stereoselectivity was observed using C. 
rugosa lipase with an acetate as substrate, but low reaction rates were 
observed in scale-up expts . However, by changing the acyl part of the ester 
into a hexanoyl moiety and subjecting this substrate to enzymic hydrolysis in 
aqueous acetonitrile at room temperature by C. rugosa lipase, it became 
possible to run the reaction to a 50% conversion on a 10 g scale within a 
period of 4 h, obtaining a phenolic product of more than 95% ee that could be 
converted to the target mol . , (-) -ormeloxif ene, in two synthetic steps. 
Simple recovery of the immobilized enzyme by filtration allowed multiple 
recycling of the catalyst without significant loss of enzymic activity. 
Capillary electrophoresis with sulfobutyl ether p-cyclodextrin as a chiral 
buffer additive and acetonitrile as an organic modifier was demonstrated to 
provide an excellent chiral anal, tool for monitoring the enzymic reactions, 

IT 291750-30-6P 

RL: ANT (Analyte) ; BPN (Biosynthetic preparation) ; ANST (Analytical 
study); BIOL (Biological study); PREP (Preparation) 

(enzymic resolution to (-) -ormeloxif ene intermediates from their racemates 
using immobilized Candida rugosa lipase) 

RN 291750-30-6 CAPLUS 

ON Phenol, 4- [ (3R, 4R) -3, 4~dihydro-7-methoxy-2 , 2-dimethyl-3-phenyl-2H-l- 
benzopyran-4-yl] - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




REFERENCE. COUNT: 13 THERE ARE 13 CITED REFERENCES AVAILABLE FOR THIS 

RECORD. ALL CITATIONS AVAILABLE IN THE RE FORMAT 

=> d his 

(FILE 'HOME' ENTERED AT 13:49:43 ON 20 AUG 2007) 
FILE 'REGISTRY' ENTERED AT 13:50:01 ON 20 AUG 2007 



LI STRUCTURE UPLOADED 

L2 12 S SSS SAM LI 

L3 240 S SSS FULL LI 

SAVE TEMP L3 SANG10677116/A 



FILE 'CAPLUS' ENTERED AT 13:54:00 ON 20 AUG 2007 
L4 284 S L3 

E US 2003-677116/APPS 
L5 1 S E3 

SEL RN L5 



L6 
L7 



LB 



FILE 'STNGUIDE* ENTERED AT 13:59:13 ON 20 AUG 2007 

FILE 'REGISTRY' ENTERED AT 14:00:46 ON 20 AUG 2007 
93 S E1-E93 
56 S L6 AND L3 

SAVE TEMP L7 SAN10677116/A 

FILE 'CAPLUS' ENTERED AT 14:03:13 ON 20 AUG 2007 
3 S L7 



=> s 14 and (ay<2003 or py<2003 or pry<2003) 

4450548 AY<2003 
22880660 PY<2003 

3929122 PRY<2003 
L9 240 L4 AND (AY<2003 OR PY<2003 OR PRY<2003) 

=> s 14 and (ay<2000 or py<2000 or pry<2000) 

3667580 AY<2000 
20027580 PY<2000 

3140663 PRY<2000 
LIO 188 L4 AND (AY<2000 OR PY<2000 OR PRY<2000) 

=> save temp 14 sal0677116/a 

ANSWER SET L4 HAS BEEN SAVED AS ' SA10677116/A' 



=> logoff y 

COST IN U.S. DOLLARS 



FULL ESTIMATED COST 

DISCOUNT AMOUNTS (FOR QUALIFYING ACCOUNTS) 
CA SUBSCRIBER PRICE 
STN INTERNATIONAL LOGOFF AT 14:09:39 ON 20 AUG 2007 



SINCE FILE 
ENTRY 
33.04 



SINCE FILE 
ENTRY 
-2.34 



TOTAL 
SESSION 
216.35 

TOTAL 
SESSION 
-2.34 



************** STN Columbus ************** 



FILE 'HOME' ENTERED AT 16:08:38 ON 20 AUG 2007 



=> fil reg 

COST IN U.S. DOLLARS 



SINCE FILE 
ENTRY 
0.21 



TOTAL 
SESSION 
0.21 



FULL ESTIMATED COST 



FILE 'REGISTRY' ENTERED AT 16:08:53 ON 20 AUG 2007 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2007 American Chemical Society (ACS) 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem, 

STRUCTURE FILE UPDATES: 19 AUG 2007 HIGHEST RN 944998-48-5 
DICTIONARY FILE UPDATES: 19 AUG 2007 HIGHEST RN 944998-48-5 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 

TSCA INFORMATION NOW CURRENT THROUGH June 29, 2007 

Please note that search- term pricing does apply when 
conducting SmartSELECT searches. 

REGISTRY includes numerically searchable data for experimental and 
predicted properties as well as tags indicating availability of 
experimental property data in the original document. For information 
on property searching in REGISTRY, refer to: 

http : //www. cas . org/support/stngen/stndoc/properties . html 

=> activate sangl0677116 

'SANG10677116* MUST END IN '/Q', '/A', '/L\ '/S', OR ' /B ' 

The name of a saved query (or structure or screen set) ends in '/Q' . 

The name of a saved answer set ends in '/A' . The name of a saved L# 

list ends in '/L'. The name of an SDI request ends in '/S'. The name 

of a BATCH search request ends in '/B'. You must enter the /Q, /A, 

/L, /S, or /B at the end of the name. 

ENTER NAME OF SAVED ITEM TO ACTIVATE OR (END) :end 

=> activate sangl0677116/a 
LI STR 

L2 240 SEA FILE=REGISTRY SSS FUL LI 



= > 

Uploading C:\Program Files\Stnexp\Queries\10677116B. str 



OH 



28 




chain nodes : 

11 12 13 14 15 16 17 18 25 27 28 29 30 31 
ring nodes : 

1 2 3 4 5 6 7 8 9 10 19 20 21 22 23 24 
chain bonds : 

1-13 2-18 3-14 4-15 7-17 7-25 8-16 8-19 9-11 9-12 25-29 27-28 27-30 
27-31 29-30 

ring bonds : 

1- 2 1-6 2-3 3-4 4-5 5-6 5-7 6-10 7-8 8-9 9-10 19-20 19-24 20-21 21-22 
22-23 23-24 

exact/norm bonds : . 

2- 18 5-7 6-10 7-8 8-9 9-10 27-28 29-30 

exact bonds : 

1-13 3-14 4-15 7-17 7-25 8-16 8-19 9-11 9-12 25-29 27-30 27-31 
normalized bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 19-20 19-24 20-21 21-22 22-23 23-24 
isolated ring systems : 
containing 19 : 25 : 



Match level : 

1 : Atom 2 : Atom 3 : Atom 4 : Atom 5 : Atom 6 : Atom 7 : Atom 8 : Atom 9 : Atom 10 : Atom 
11: CLASS 12: CLASS 13: CLASS 14 : CLASS 15: CLASS 16 : CLASS 17: CLASS 18 : CLASS 
19: Atom 20: Atom 21: Atom 

22:Atom 23:Atom 24:Atom 25:Atom 27:CLASS 28:CLASS 29:CLASS 30:CLASS 
31: CLASS 

Generic attributes : 
25: 

Saturation : Unsaturated 



Element Count : 
Node 25: Limited 
C,C6 



L3 STRUCTURE UPLOADED 



=> d 13- 

L3 H7VS NO ANSWERS 
L3 STR 

* STRUCTURE DIAGRAM TOO LARGE FOR DISPLAY - AVAILABLE VIA OFFLINE PRINT * 
Structure attributes must be viewed using STN Express query preparation. 



=> s 13 subset=l2 sam 

SAMPLE SUBSET SEARCH INITIATED 16:10:08 FILE 'REGISTRY' 
SAMPLE SUBSET SCREEN SEARCH COMPLETED - 6 TO ITERATE 

100.0% PROCESSED 6 ITERATIONS 3 ANSWERS 

SEARCH TIME: 00.00.01 

PROJECTIONS (WITHIN SPECIFIED SUBSET) : ONLINE **COMPLETE** 

PROJECTED ITERATIONS (WITHIN SPECIFIED SUBSET) : 6 TO 266 

PROJECTED ANSWERS (WITHIN SPECIFIED SUBSET) : 3 TO 163 

L4 3 SEA SUB=L2 SSS SAM L3 

=> d scan 

L4 3 ANSWERS REGISTRY COPYRIGHT 2007 ACS on STN 

IN 1-Piperidineethanol, a- [ [4- [(3R,4R) -3, 4-dihydro-7-methoxy-2, 2- 

dimethyl -3 -phenyl -2H-l-benzopyran- 4 -yl ] phenoxy] methyl] (aS) - (9CI) 
MF C32 H39 N 04 
CI COM 

Absolute stereochemistry. Rotation (-) . 




** PROPERTY DATA AVAILABLE IN THE »PROP' FORMAT** 



HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :1 
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IN 2-Propanol, 1- (butylamino) -3- [4- [ (3R, 4R) -3 , 4-dihydro-7-methoxy-2, 2- 

dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy] (2R) - {9CI) 
MF C31 H39 N 04 
CI COM 

Absolute stereochemistry. Rotation (-). 




** PROPERTY DATA AVAILABLE IN THE »PROP' FORMAT** 



HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :0 
=> s 13 subset=12 full 

FULL SUBSET SEARCH INITIATED 16:10:39 FILE 'REGISTRY' 

FULL SUBSET SCREEN SEARCH COMPLETED - 95 TO ITERATE 



100.0% PROCESSED 95 ITERATIONS 69 ANSWERS 

SEARCH TIME: 00.00.01 

L5 69 SEA SUB=L2 SSS FUL L3 



=> save temp 15 sl0677116/a 

ANSWER SET L5 HAS BEEN SAVED AS ' S10677116/A' 



=> fil caplus 

COST IN U.S. DOLLARS SINCE FILE TOTAL 
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FULL ESTIMATED COST 42.45 42.66 
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Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
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26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
American Chemical Society and is provided to assist you in searching 



databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 

FILE COVERS 1907 - 20 Aug 2007 VOL 147 ISS 9 
FILE LAST UPDATED: 19 Aug 2007 {20070819/ED) 

Effective October 17, 2005, revised CAS Information Use Policies apply. 
They are available for your review at: 

http: //www. cas . org/inf opolicy . html 
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ACCESSION NUMBER: 
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TITLE : 



INVENTOR (S) : 

PATENT ASSIGNEE (S) : 
SOURCE : 

DOCUMENT TYPE: 
LANGUAGE : 

FAMILY ACC, NUM. COUNT: 
PATENT INFORMATION: 



2005:412580 CAPLUS Full-text 
142 :411230 

A process for the preparation of chiral 
(2 , 3 -substituted propoxy) substituted 
2, 2-dialkyl-3,4-diarylchromans and their salts 
Tripathi, Sachi; Dwivedy, Indra; Singh, Man Mohan; 
Ray, Subrabhat 

Council Scientific Industrial Research, India 

Indian, 14 pp. 

CODEN: INXXAP 

Patent 

English 

1 



PATENT NO, 



IN 186459 
PRIORITY APPLN. 
OTHER SOURCE (S) 
GI 



INFO. 



KIND DATE 



Al 



20010901 



APPLICATION NO. 



DATE 



IN 1997-DE3072 
IN 1997-DE3072 
CASREACT 142:411230; MARPAT 142:411230 



19971024 
19971024 




AB A process for the preparation of the title compds. I.HX [Rl, R2 = H, alkyl, 
cycloalkyl, etc.; R3 = 2 , 3-epoxypropoxy or 3-substituted amino-2- 
hydroxypropoxy group (0CH2CH (OH) CH2NR6R7 ; wherein R6, R7 = H, alkyl); R4, R5 
H, alkyl; X = anion such as C1-] which comprises reacting 2 , 2-dialkyl-3 , 4 - 



diarylchromans I [Rl, R2, R4, R5 are defined as above; R3 = OH] with chiral 
epichlorohydrin to give II [Rl, R2, R4, R5 are defined as above; R3 = chiral 
2, 3-epoxypropoxy] followed by treating the latter with alkylamine or 
cycloalkylamine in a protic solvent such as alkanol and water at a temperature 
in the range of 30 to 100»C for a period of 15 min to 10 h, to form I [Rl, R2, 
R4, R5 are defined as above; R3 = chiral 3 -substituted amino- 2- 
hydroxypropoxy] , and recovering and converting the said free base to salt 
I.HX. Thus, reacting 3,4-trans-2,2-dimethyl-3- phenyl-4- (p-hydroxyphenyl) -7- 
methoxychroman with (R) -epichlorohydrin (yield 61%) followed by treatment of 
the resulting intermediate with BuNH2 afforded 60% (R) -3 , 4-trans-2 , 2 -dimethyl - 
3-phenyl-4- [4- (3-butylamino-2- hydroxypropoxy) phenyl] -7-methoxychroman 
hydrochloride. The compds . I have significant phannacol . activity as 
antiesterogens and high order of antif ertility activity (no biol. data; no 
claimed activity) . 

IT 850447~33-5P 850447-34-6P 850447-35-7P 
850447-36-8P 8504 47-37-9P 850447-38-OP 
RL: SPN (Synthetic preparation) ; PREP (Preparation) 

(preparation of chiral 2 , 2 -dimethyl-3-phenyl-4 - [4- (2 , 3 -substituted 
propoxy) phenyl) -7 -methoxychromans and their salts) 

RN 850447-33-5 CAPLUS 

CN 2-Propanol, 1- (butylamino) -3- [4-. (3 , 4 -dihydro-7-methoxy-2 , 2-dimethyl-3- 
phenyl-2H-l-benzopyran-4-yl)phenoxy] hydrochloride, (2R) - (9CI) . (CA 
INDEX NAME) 

Absolute stereochemistry. 




• hci 



RN 850447-34-6 CAPLUS 

CN 2-Propanol, 1- (butylamino) -3- [4- (3, 4-dihydro-7-methoxy-2, 2-dimethyl-3- 
phenyl-2H-l-benzopyran-4-yl)phenoxy] -, hydrochloride, (2S) - (9CI) (CA 
INDEX NAME) 

Absolute stereochemistry. 



• hci 



RN 850447-35-7 CAPLUS 

CN 2-Propanol, 1- (dibutylamino) -3-[4- (3 , 4 -dihydro-7-methoxy-2 , 2 -dimethyl-3 
phenyl-2H-l-benzopyran-4-yl)phenoxy] - , hydrochloride, (2R) - (9CI) (CA 
INDEX NAME) 

Absolute stereochemistry. 




• hci 



RN 850447-36-8 CAPLUS 

CN 2-Propanol, 1- (dibutylamino) -3- [4- (3 , 4-dihydro-7-methoxy-2 , 2-dimethyl-3 
phenyl-2H-l-benzopyran-4-yl)phenoxy] hydrochloride, (2S) - (9CI) (CA 
INDEX NAME) 

Absolute stereochemistry. 




RN 850447-37-9 CAPLUS 

CN 2-Propanol, 1- (cyclopropylamino) -3- [4- (3 , 4 -dihydro-7-methoxy-2 , 2-dimethyl 
3-phenyl-2H-l-benzopyran-4-yl)phenoxy] - , hydrochloride, {2R) - (9CI) (CA 
INDEX NAME) 

Absolute stereochemistry. 




HCl 



RN 850447-38-0 CAPLUS 

CN 2-Propanol, 1- (cyclopropylamino) -3- [4- (3, 4-dihydro-7-methoxy-2, 2-dimethyl 
3 -phenyl -2H-l-benzopyran-4-yl)phenoxy] hydrochloride, (2S)- (9CI) (CA 
INDEX NAME) 



Absolute stereochemistry. 



9 
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2005:347002 CAPLUS Full-text 
142:411232 

Preparation of (3R, 4R) -trans-3 , 4-diarylchroman 

derivatives with estrogenic activity 

Sangita; Kumar, Atul; Singh, Man Mohan; Ray, 

Suprabhat; Jain, Girish Kumar 

Council of Scientific and Industrial Research, 

PCT Int. Appl., 82 pp. 

CODEN: PIXXD2 

Patent 

English 

1 



India 



PATENT NO. 



KIND DATE 



APPLICATION NO. 



DATE 



WO 


20050355 


17 




Al 




20050421 




WO 2003- 


IB4559 




20031014 




W: AE, 


AG, 


AL, 


AM, 


AT, 


AU, 


AZ, 


BA, 


BB, 


BG, 


BR, 


BY, 


BZ, 


CA, CH, CN, 




CO, 


CR, 


CU, 


CZ, 


DE, 


DK, 


DM, 


DZ, 


EC, 


EE, 


EG, 


ES, 


FI, 


GB, GD, GE, 




GH, 


GM, 


HR, 


HU, 


ID, 


IL; 


IN, 


IS, 




KE, 


KG, 


KP, 


KR, 


KZ, LC, LK, 




LR, 


LS, 


LT, 


LU, 


LV, 


MA, 


MD, 


MG, 


MK, 


MN, 


MW, 


MX, 


MZ, 


NI, NO, NZ, 




OM, 


PG, 


PH, 


PL, 


PT, 


. RO, 


RU, 


SC, 


SD, 


SE, 


SG, 


SK, 


SL, 


SY, TJ, TM, 




TN, 


TR, 


TT, 


TZ, 


UA, 


UG, 


US, 


uz. 


vc. 


VN, 


YU, 


ZA, 


ZM, 


ZW 




RW: GH, 


GM, 


KE, 


LS, 


MW, 


.MZ, 


SD, 


SL, 


sz. 


TZ, 


UG, 


ZM, 


ZW, 


AM, AZ, BY, 




KG, 


KZ, 


MD, 


RU, 


TJ, 


TM, 


AT, 


BE, 


BG, 


CH, 


CY, 


CZ, 


DE, 


DK, EE, ES, 




FI, 


FR, 


GB, 


GR, 


HU, 


IE, 


IT, 


LU, 


MC, 


NL, 


PT, 


RO, 


SE, 


SI, SK, TR, 




BP, 


BJ, 


CF, 


CG, 


CI, 


CM, 


GA, 


GN, 


GQ, 


GW, 


ML, 


MR, 


NE, 


SN, TD, TG 


CA 


2539502 






Al 




20050421 




CA 2003- 


2539502 




20031014 


AU 


2003267773 




Al 




20050427 




AU 2003- 


267773 




20031014 


EP 


1675843 






Al 




20060705 




EP 2003- 


748468 




20031014 



R: DE, FR, GB 
CN 1839125 
JP 2007516155 

PRIORITY APPLN. INFO.: 

OTHER SOURCE (S) : 

GI 



A 20060927 CN 2 003-801104 74 20031014 

T 20070621 JP 2005-509433 20031014 

WO 2003-IB4559 W 20031014 
CASREACT 142:411232; MARPAT 142:411232 




I 



n 



RN 850256-17-6 CAPLUS 

CN 2-Propanol, 1- (dibutylamino) -3- [4- [ (3R,4R) -3,4-dihydro-7-methoxy-2, 2- 
dimethyl-3-phenyl-2H-l-benzopyran-4-yl]phenoxy] - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




REFERENCE COUNT: 



THERE ARE 4 CITED REFERENCES AVAILABLE FOR THIS 
RECORD. ALL CITATIONS AVAILABLE IN THE RE FORMAT 
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2005:284153 CAPLUS Full-text 
142:336253 

(3R,4R) -3,4-diarylchroman derivatives for the 

treatment of estrogen dependent diseases 

Kumar, Atul; Singh, Man Mohan; Ray, Suprabhat; Jain, 

Girish Kumar 

India 

U.S. Pat. Appl. Publ., 28 pp. 

CODEN: USXXCO 

Patent 

English 

1 



PATENT NO. 



KIND DATE 



APPLICATION NO. 



DATE 



US 2005070597 Al 20050331 US 2003-677116 20030930 

PRIORITY APPLN. INFO,: US 2003-677116 20030930 

OTHER SOURCE (S): CASREACT 142:336253; MARPAT 142:336253 
GI 



R3 




RN 848614-64-2 CAPLUS 

CN 2-Propanol, 1- (cyclohexylamino) -3- [4- [ (3R,4R) -3 , 4-dihydro-7-methoxy-2 , 2- 
dimethyl-3-phenyl-2H-l-benzopyran-4-yl] phenoxy] - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 



Me 
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1989:624813 CAPLUS Full-text 
111:224813 

Mechanism of action of nonsteroidal antiestrogens : 

possible link with antiinflammatory activity 

Veinna, Parul; Arora, P. K. ; Salman, M. ; Ray, 

Suprabhat; Singh, Man Mohan; Srimal, R. C, 

Cent. Drug Res. Inst., Lucknow, India 

Indian Journal of Pharmaceutical Sciences (1989) , 

51(2), 48-50 

CODEN: IJSIDW; ISSN: 0250-474X 



DOCUMENT TYPE: Journal 
LANGUAGE: English 

AB A Study of antiimplantation and antiinflammatory activity of a series of 

nonsteroidal antiestrogens belonging to the class of 3,4-diaryl chromenes and 
trans -3 , 4 -diary 1 chromans is reported. There appeared to be a correlation 
between these biol. activities. 

IT 123886~72-6P 

RL: SPN (Synthetic preparation) ; PREP (Preparation) 

(preparation and antiinf lammation and antiestrogen effects of) 

RN 123886-72-6 CAPLUS 

CN 2-Propanol, 1- (butylamino) -3- [4- (3 , 4-dihydro-7-methoxy-2 , 2-dimethyl-3 - 
phenyl -2H-l-benzopyran- 4 -yl ) phenoxy] -, trans- (9CI) (CA INDEX NAME) 

Relative stereochemistry. 




NHBu-n 
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CAPLUS COPYRIGHT 2007 ACS on STN 

1987:470964 CAPLUS Full-text 
107:70964 

Enhanced antif ertility activity of non-steroidal 
molecules with 3-n-butylamino-2-hydroxypropyloxy side 
chain 

Ray, Suprabhat; Singh, M. M.; Agarwal, 
V. P. 

Med. Chem. Div., Cent, Drug Res. Inst. 
226001, India 

Contraception (1987), 35(3), 283-7 
CODEN: CCPTAY; ISSN: 0010-7824 
Journal 
English 



A. K. ; Kamboj , 
, Lucknow , 




AB A comparative study of relative binding affinity (RBA) for estradiol 

receptors, estrogenicity , and antif ertility activity of 2 , 2-dimethyl-3 -phenyl 
4-p- (3-n-butylamino-2-hydroxypropyloxyphenyl) -7- methoxycoumarin (I), 2,2- 
dimethyl-3-phenyl-4-p- (3-n-butylamino-2- hydroxypropyloxyphenyl) -7-methoxy 
chromene, and trans -2 , 2 -dimethyl --3- phenyl-4-p- (3-n-butylamino-2- 
hydroxypropyloxyphenyl) -7-methoxychroman with the corresponding 4-p- ((3- 
pyrrolidinoethoxyphenyl) compds. is reported. The introduction of the novel 
3-n-butylaminO''2 -hydroxypropyloxy moiety in place of the classical tert-P- 
aminoethoxy group leads to enhancement of antif ertility activity. 

IT 109736-12-1 

RL: BAG (Biological activity or esffector, except adverse) ; BSU (Biological 
study, unclassified) ; BIOL (Biological study) 

(antif ertility activity of, mol. structure in relation to) 
RN 109736-12-1 CAPLUS 

CN 2-Propanol, 1- (butylamino) -3- [4- (3 , 4-dihydro-7-methoxy-2 , 2-dimethyl-3- 
phenyl-2H-l-benzopyran-4-yl)phenoxy] - (9CI) (CA INDEX NAME) 
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